Magnetic anisotropy in a family of experimentally synthesized and theoretically modeled M'6M8(CN24) systems.
A theoretical density functional study of the magnetic coupling interactions and magnetic anisotropy in a family of experimentally synthesized and theoretically modeled M'6M8(CN24) (M'=Cu(II), Ni(II) or Co(II); M=Fe(III) or Cr(III)) systems is presented. The calculations show that the interactions in the selected M'6M8(CN24) are all ferromagnetic and the near cubic symmetry of Cu6Fe8 is the origin of its negative magnetic anisotropy parameter D.